Sevoflurane CHARMM -
A literature search for articles published within the last 5 years was conducted in PubMed using the keywords "desflurane", "isoflurane", "sevoflurane", "propofol", "anesthesia", and "anesthetic" in conjunction with "molecular dynamics". Here, the title of the article is presented along with the anesthetic used and force field. Those entries with "-" in "Parameter Reference" signify that the parameters used in the paper were developed in the same study. Calculated values for dipole moment, density and heat of vaporization are presented for both the previously parameterized model (Previous) and the currently developed models (Present) with the percent error from experimental values shown in parenthesis. The geometry optimized molecule with the optimized charge distribution was utilized to calculate the dipole moment. Again, it should be noted that the values for the in silico models should be 10-20% higher than experimental measurements to reproduce condensed phase properties. The density and heat of vaporization are presented mean±S.D. calculated across five replicates. a. Calculated physicochemical properties are done using the parameters from Hénin, et al. 2 b. Calculated physicochemical properties are done using the parameters from LeBard, et al. 7 c. Due to the high boiling point of propofol (529K), the heat of vaporization varies widely as discussed in the Results section. Figure S1 : Plot of the fraction of desflurane (blue), isoflurane (green), sevoflurane (orange), and propofol (red) partitioned into the POPC membrane as a function of time.
